used, CASE systems can be incredibly valuable by suggesting solutions to the structure elucidation problem outside of our range of experience. In chapter 2, the authors describe a set of fundamental assumptions about the interpretation of spectroscopic data that are typically made in both the human as well as the machine-based structure or sedation process, followed by an account of methods of NMR spectrum prediction and structure verification in chapter 3. The following chapter 4 on methods of relative stereochemistry determination in CASE systems concludes part number one. The second part of the book is dedicated to a walk-through of examples of existing case expert systems that have bullied been produced and published in the last 40 years. The last part of the book, covering more than half of the total number of pages, is then dedicated to the structure elucidation expert system developed by the authors themselves called "Structure Elucidator". This is certainly justified, because structure elucidator is easily the most comprehensive and usable case system on the market to date. To the best of my knowledge, there is no system even close to structure elucidator in terms of coverage, comprehensiveness, usability and speed. In this final chapter the authors describe the fundamental knowledge bases underlying the structure elucidator system, followed by an account of the primary data processing strategies within structure elucidator, after which they turn to the approaches used for structure elucidation in the system. In this chapter they provide interesting examples of a number of complex natural products that can be elucidated it with this system. Natural product structure elucidation and the revision of already published natural product structures are the topic of the following chapters. The book concludes with two chapters on the comparison of a systematic case system approach to the traditional approach to structure elucidation as well as an evaluation of the performance of the structure elucidator system.
The book delivers what the title promises. I have been working on CASE systems in the last 15 years and wrote a number of reviews on the topic. This is clearly the most comprehensive book on computer-assisted structure elucidation on the market and generally a valuable resource for anyone working in the area of structure elucidation of small molecules.
